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Figure 4. Two-dimensional Plot of Example Database Compounds and Probe Compound 
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Standard probes used in this study- Each is labeled by the MDDR external registry, its name, and 
£ ^ associated activity. 
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Figure 8. The initial enhancement for LaSSI APTT vs the number of singular values shown for three 

examples. 
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Figure! correlati n of rank for Dice APTT and LaSSI APTT. The exa^Ie is 199183 using 170 singular 
^ values. Each circle represents a HIV protease inhibitor. 
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F,gure 9. Selected compounds that have extremely different ranks in Dice APTT vs LaSSI APTT\The 
exampks are 161853 with 800 singular values, 170534 with 150 singular values. The ranks » tw types of 

search are indicated. 
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MSP300 for Dice searches are shown as a horizontal lines. F r comparison, the MSP300 for 
random sets of 300 compounds from MDDR would be 0.12-0.14. 
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mulativc actives found vs compounds tested for 187236 as a probe. The actives are oxytocin 
antagonists that do not contain a dipeptide moiety. 
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Selected non-peptide compounds that have extremely different ranks in Dice APTT vs LaSSI APTT 
for the statistically significant peptide t non-peptide examples. 
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